using a computer to perform a fuzzy similarity join on the database to identify at 
least one item \om the database that comprises a property similar to a property of 
the target itemi 



1 . A method according 



10 wherein the fuzzy similarity join is a chemical similarity 



join, and the target item aqd identified item are chemical compounds.-/^ 



W-12. A method according to claim 10 wherein a user of the computer is informed of the 
identification of one or mor^ identified items that comprise a property similar to the property of 
the target item.^j 



13. A method according to\claim tl wherein the property comprises a chemical structure of 
the target iteml/j 

U|l4. A method according to c|aii\10 wherein a plurality of properties of the target item are 
identified, l^j 

U-15. A method according to cla^pr 11 wherein a plurality of properties of the target item are 
identified.-^ 

\4l6. A method according to claim* 15 wherein one or more properties of the plurality of 
properties is selected from the group consisting of chemical structure, synthesis pathway, binding 
data, biological activity, structure-actiwty relationship information, molecular weight, partition 
coefficient, electric charge, size, efficacy toxicology, manufacturer, price, and availability^ 



17. A method according to claim \12 wherein the user is informed via a remote 



communication link.j/j 



^18. A method according to 



claih^l7 



wherein the remote communication link is the Internet 



^-19. A method according 5 ^ claim rl further comprising eliminating test items from the 
£ ^ \ c atabase by selection of user-denned criteria for non-desired items.l^j 



tj-20. A method according to claiiA rO wherein the target item is a biological compound.^ 
If 21. A method according to clair^ 2^Wherein the biological compound is a protein^ 

^t 22 A method according to cla^n 21 wherein the target item is a gene.j^ 

1 ty-23. A combuter-based method for identifying, from a database comprising chemical 
compounds, at least one chemical compound having at least one property similar to a target 
emical compouneL the method comprising: 

identifying a property of a target chemical compound; and 

using a computer to perform a chemical similarity join on the database to identify 
at least onte database chemical compound that has a property similar to the 




property of tH^ target chemical compound.^ 




}A VL24. A method according to claim 23 wherein a user is informed of the identification of at 
)£/ / least one databaseVhemital compound that has a property similar to the property of the target 
chemical compound^ 

\425. A method according to claim 23 wherein the property of the target chemical compound 
vi ^ \comprises the chemical sVucture of the target chemical compound.-^ 

V\ A x 

9 \ <4p6. A method according^ claim 23 wherein a plurality of properties of the target chemical 
compound are identified.^ 

^j-27. A method according to\laim 23 wherein the identified property is a neighborhood 
effect.^ 



^28. A method according to claim 2\ wherein the neighborhood effect comprises a range of 
values of property metrics for the target cn^mical compound.-^ 



kr29. A method according to claim z3 wherein the similarity between the properties of the 
V target chemical compound and the database chemical compound is determined using at least one 
parameter selected Vrom the group consisting of a Tanimoto coefficient and a Molecular 
hologram-^ 




30 A metHtai according to 
communication liWt^ 




4 wherein the user is informed via a remote 



A method according to claim 30 wherein the remote communication link is the Internet.-!^ 





f|33 . A method accord i ng 



32. A method according to claim^S further comprising excluding at least one database 
chemical compound fromVchemical similarity join by selecting user-defined exclusion criteria for 
non-desirable compound feiptures.^ 

clairH.23 wherein the chemical property is selected from the group 
consisting of chemical structike, synthesis pathway, binding data, biological activity, structure- 
activity relationship information, molecular weight, partition coefficient, electric charge, size, 
efficacy, toxicology, manufacturer, price, and availability.^ 

^434. A computer-based method for identifying, from a database comprising biological 
compounds, at least one biological con^5oihjd having at least one property similar to a target 
biological compound, the method com] 
identifying a property o 



(rising 

a l&i-get b'iological compound; and 



using a computer to perform a 



similarity join on the database to identify at 



least one databas'fe biologi^l-xompound that has a property similar to the property 
of the target biological comf\ound.4j 

^36. A method according to claim jft^vherein the biological compound is a gene.l^ 



